_ Ci 5 H37Br2MnN30 8 , triclinic, PI (no. 2), a = 9.3816(5) Â, b = 11.3463(7) Â, c = 13.1509(4) Â, a = 70.624(4)°, β = 81.396(4)°, γ = 70.152(5)°, V= 1241.0 Â 3 , Z= 2, R g t(F) = 0.018, wR^tfF 2 ) = 0.047, T= 100 K.
Discussion
The crystal structure of the title compound is composed of manganese complexes with betaine and water ligands, and of isolated bromide anions. The manganese ion is coordinated by six oxygen atoms forming [MnOe] octahedra which are bridged pairwise by the carboxylate groups of two betaine molecules. These pairs of octahedra are separated by the large tails of the betaine molecules. The shortest distances between neighbouring complexes are along the [ 110] direction with d(02W-02A) = 3.08 A. After the final refinement the residual electron density map showed a strong peak of 3.4 e/À 3 at a distance of 0.74 Â from the isolated bromide ion Br2. Therefore the position of Br2 was split into two different sites Br2A and Br2B with site occupation factors of about 0.93 and 0.07, respectively. For these bromine atoms identical displacement parameters were introduced. The Coulomb interactions between the constituents are reinforced by hydrogen bonds involving the water molecules Ol W, 02W, the carboxylic oxygen atoms 02C, 02A and the bromide ion Br2A. The donoracceptor distances between the water molecules and the corresponding oxygen atoms of the betaine molecules are 2.75 Â and 2.68 Â with D-H-A angles of 164.5° and 157.6°, respectively. The hydrogen bonds between the water molecules and the bro- 
